In the mononuclear title compound, [Ni(C 10 H 9 N 4 O 2 S) 2 -(C 12 H 8 N 2 )], the Ni II atom has a distorted octahedral coordination geometry comprising four N atoms from two 4-amino-N-(pyrimidin-2-yl)benzenesulfonamidate ligands and two N atoms from a 1,10-phenanthroline ligand. In the crystal, molecules are connected into a three-dimensional supramolecular network via N-HÁ Á ÁO hydrogen bonds and weak C-HÁ Á ÁO and C-HÁ Á ÁN contacts.
Related literature
For related literature regarding the properties of 4-amino-N-(pyrimidin-2-yl)benzenesulfonamidate ligands, see: Ellena et al. (2007) ; Garcia-Raso et al. (1997) . For related literature regarding crystal engineering studies of 4-amino-N-(pyrimidin-2-yl) benzenesulfonamidate ligands, see: Garcia-Raso et al. (2000) ; Golzar Hossain et al. (2007) ; Gutierrez et al. (2001) .
Experimental
Crystal data [Ni(C 10 H 9 N 4 O 2 S) 2 (C 12 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1; Ày; z þ 1 2 ; (ii) Àx þ 1 2 ; y; z þ 1 2 ; (iii) Àx À 1 2 ; y; z þ 1 2 ; (iv) Àx; Ày þ 1; z þ 1 2 ; (v) x þ 1 2 ; Ày; z.
Data collection: SMART (Bruker, 2001); cell refinement: SAINT (Bruker, 2001); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL.
Figure 1
The molecular structure of (I) showing displacement ellipsoids at the 30% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Ni1 0.08935 (4) 0.25754 (2) 0.18766 (4) 0.04064 (12) S1 0.26208 (7) 0.09491 (5) Symmetry codes: (i) −x+1, −y, z+1/2; (ii) −x+1/2, y, z+1/2; (iii) −x−1/2, y, z+1/2; (iv) −x, −y+1, z+1/2; (v) x+1/2, −y, z.
